LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM090418\

Data File : BM016664.D

Aca On : 05 Sep 2018 05:18 Instrument :

Operator : SJ/JU gmgﬁgamleM'

agmple : J4759-20 (B3MBJET$F¢LS
isc :

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM082118 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.546 379 384 403 rBV 256389 533164 6.80% 1.902%
2 7.181 657 662 674 rBV2 146018 322130 4.11% 1.149%
3 7.522 714 720 738 rBV 794812 1430634 18.24% 5.105%
4 7.993 795 800 812 rBV 254972 486924 6.21% 1.737%
5 8.304 847 853 865 rBY 1588858 2592941 33.06% 9.252%

9.181 995 1002 1018 rBV 839011 1527063 19.47% 5.449%
10.798 1271 1277 1293 rBV 277234 537454 6.85% 1.918%
13.245 1687 1693 1708 rBVY 3285908 4826190 61.53% 17.221%
14.104 1832 1839 1852 rBVY 109324 195209 2.49% 0.697%
14.633 1922 1929 1943 rBV2 455255 707221 9.02% 2.523%

=
QO ~NO®

11 16.127 2178 2183 2205 rBV 1744756 2807506 35.80% 10.018%
12 17.380 2390 2396 2414 rBV 587089 967630 12.34% 3.453%
13 18.227 2533 2540 2550 rBV6 70748 130222 1.66% 0.465%
14 19.968 2830 2836 2843 rBV 6810202 7843119 100.00% 27.985%
15 21.527 3096 3101 3109 rBvV 950240 1403442 17.89%% 5.008%

16 23.803 3482 3488 3500 rBV 743013 1714826 21.86% 6.119%

Sum of corrected areas: 28025675
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090418\
Data File : BM016664.D

Aca On : 05 Sep 2018 05:18

Operator : SJ/JU

Sample : J4759-20

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM016664.D
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Abundance TIC: BM016664.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090418\
Data File : BM016664.D

Aca On : 05 Sep 2018 05:18

Operator : SJ/JU

Sample : J4759-20

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown7.52 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

7.52 58.76 ng 1430630 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-1-vne. (E)- 66 C5H6 002004-69-5 30
2 1H-Tetrazaborole. 5-chloro-4.5-d... 132 C2H6BCIN4 021960-49-6 27
3 1.3-Cvclopentadiene 66 C5H6 000542-92-7 27
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 Bicyclo[3.2.0]hept-2-en-6-one 108 C7H80 013173-09-6 16

Abundance Scan 720 (7.522 min): BM016664.D (-714) (-) m/z 132.00 100.00%
130.0
66.1 A\\
5000
40.1 96.1 ‘ A L UL I
7.20 7.40 7.60 7.80
0 b hiI88 2072 hT 6610 53.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #364: 3-Penten-1-yne, (E)-
66.0
39.0
5000
7.20 7.40 7.60 7.80
m/z 68.10 41 .94%
15.0
0 LI FURELELS UL AL AL AL B S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13657: 1H-Tetrazaborole, 5-chloro-4,5-dihydro-1,4-dimethyl-
132.0
7.20 7.40 7.60 7.80
5000 6.0 76.0 m/z 134.00 33.09%
20 oo |, oo |
0: .“.|.‘l“.‘.‘h|‘.‘”l“‘. |‘wﬁ‘|l|“||l‘|||”‘l|||||| ‘|||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #361: 1,3-Cyclopentadiene
66.0 7.20 7.40 7.60 7.80
m/z 69.10 30.37%
5000
39.0
0'E%?“"w"w"“l'“'|“"w'“|'“'|“"w"w"“
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090418\
Data File : BM016664.D

Aca On : 05 Sep 2018 05:18

Operator : SJ/JU

Sample : J4759-20

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknownl18.23 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.23 2.69 ng 130222 Phenanthrene-d10 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 25
2 2-Bromo-N-(3-chloro-5-methvlphen... 353 C15H13BrCINO2 286439-93-8 22
3 Benzeneethanoic acid. .alpha.-(4... 355 C21H25N04 1000286-87-7 22
4 1-Acenaphthenone. 3-nitro- 213 C12H7NO3 005386-10-7 14
5 Pyrido[3,4-c]coumarine, 3,4-dihy... 213 C12H7NO3 040547-98-6 14
Abundance Scan 2540 (18.227 min): BM016664.D (-2533) (-) m/z 213.10 100.00%
60.0 218.1
5000 256.3
129.1
L 355.2 A IR AR AR R
: 475.2 18.00 18.20 18.40 18.60
0! m/z 60.00 86.98%
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #37189: n-Decanoic acid
6d.0
5000
129.0 18.00 18.20 18.40 18.60
H m/z 73.00 75.14%
172.0
o! 18 .“. nll II'I. ] |

T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #142209: 2-Bromo-N-(3-chloro-5-methylphenyl)-5-methoxybenz...

218.0
R L e e
18.00 18.20 18.40 18.60
5000 m/z 41.20 51.48%
63.0 355.0
172.0
135.0 274.0
0,...f#ljuum..anJw.,”..,.Ju.????.,.”.,....,..”
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143115: Benzeneethanoic acid, .alpha.-(4-methoxyphenyl)-....
218.0 18.00 18.20 18.40 18.60
m/z 256.30 50.03%
105.0
5000
18.0 55.0
Ll L 120 256.0 3110 355.0
e T T e T e A mE s
m/z--> 0 50 100 150 200 250 300 350 400 450 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM090418\
Data File : BM016664.D

Acq On : 05 Sep 2018 05:18

Operator : SJ/JU

Sample : J4759-20

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082118_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown? .52 7.52 58.8 ng 1430630 1 7.99 486924 20.0
unknown18.23 18.23 2.7 ng 130222 4 17.38 967630 20.0
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